Theoretical study of the electronic and spectroscopic properties of some Ru(II) anticancer complexes.
DFT method has been applied to study the thermodynamic and spectroscopic properties of three Ru-based complexes. Possible reasons for the reported experimental stability of complexes 1 and 2 with bidentate chelating ligands over complex 3 have been explained using computed properties. The results show that the trend in their thermodynamic, hyperpolarizabilities, magnetizabilities and the NMR isotropic shielding agree well with many of their experimental properties which give further detail explanation to the reported differences in their stability, hydrolysis and anticancer activities. We also found out that these complexes which were originally designed as anticancer agents have high hyperpolarizabilities which suggest that they can also act as good non-linear optical (NLO) materials.